The title compound was obtained from cis-inositol-1,3,5-orthobenzoate [1,2] by alkylation with iodopropane in aDMSO solution containing solid KOH. After extraction with dichloromethane, single crystals were grown from aMeOH solution by slow evaporation. The NMR spectroscopic data (showing atotal of 10 resonances in the 13 CNMR spectrum) are in agreement with the molecular structure following from the single crystal X-ray analysis reported here.
They must obviously be regarded as artifacts of the disorder problem. In the Figure, the displacement ellipsoids of the nonhydrogen atoms are drawn at the 30 %probability level, whereas the hydrogen atoms are depicted as spheres of arbitrary size. Only one set (C62B and C63B) of the split positions is shown.
Discussion
Metal binding to cis-inositol is possible via the 1,3,5-triaxial or via a1 ,2,3-axial-equatorial-axial coordination mode [1, 3] . To support selective formation of the metalla-trioxa-adamantane structure of the 1,3,5-triaxial mode, the remaining hydroxy groups in the 2, 4, and 6position can be blocked by alkylation [4] . Moreover, the choice of the alkyl groups allows asystematic variation of the lipophilicity of the resulting ligand. The title compound was obtained as an intermediate within the synthesis of such chelators. It exhibits the characteristic trioxa-adamantane cage [2, 4, 5] with the four six-membered rings all exhibiting a slightly distorted chair conformation. 
